Qualitative Analysis Report

Data Filename  TOX21_400071_TMS 1.D Sample Name NCGC Tox21_400071 from G17 SP109715
Position -95 Instrument Name 5975C_MR
User Name Kirill Acq Method B1_28-0_2_520_mt384_sndv.M

User Chromatograms

«10 5 |+ TIC Scan TOX21_400071_TMS 1.D
20.550 1

0- L
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x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
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1L
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 4 |+ Scan (7.505-7.580 min, 14 Scans) TOX21_400071_TMS 1.D Subtract

2
1.51
14

0.5

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x104 |+ Scan (7.939-8.084 min, 26 Scans) TOX21_400071_TMS 1.D Subtract
1 61.0

0.8
0.6

0.4+ 73.0

149.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (20.518-20.587 min, 13 Scans) TOX21_400071_TMS 1.D Subtract

3.5 300.9
3
2.5
2

1.5 141.9

1 331.9
59.0 107.0 17d9 220.9

0.5
BT 470 94.9 L | 192.9 || 2419 2729 ”|
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report
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‘i Agilent Technologies Page 3 of 3 Printed at: 12:39 PM on: 5/14/2014



Qualitative Analysis Report

Data Filename  TOX21_400071_TMS 2.D Sample Name NCGC Tox21_400071 from F10 SP109717
Position -126 Instrument Name 5975C_MR
User Name Kirill Acq Method B1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400071_TMS 2.D

1o 21.054 1
14

0.8+

0.6

0.4

O.Z\L
04 s

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
8 21.045
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4
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x102 |+ Scan (7.401-7.453 min, 10 Scans) TOX21_400071_TMS 2.D Subtract
8 64.0
6,
4 29.0 92.0
47.0
2,
18.0 43.0
0 | | 33.9 | ‘ A 55.0 M‘ | 80.0 104.9 |

20 30 40 50 60 70 9 100 110 120 130 140
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

<10 4 |+ Scan (7.465-7.551 min, 16 Scans) TOX21_400071_TMS 2.D Subtract
2] 126.0
1.5
1] 69.0
78.0 173.0
0.5 45.0 61.0
28.0 ‘
56.0 | 97.0
0 15'0‘ 1 I‘. - |||‘| | Ll 85.9 | 114.0 | 138.9 15.7'9

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.939-8.078 min, 25 Scans) TOX21_400071_TMS 2.D Subtract

1.21 61.0

1,
0.8/
0.6

0.4 73.0

0.21 450 166.0 149.0
271-0 L |||II L II TR | 83-9 | | 120-0 16I9-O 198.0
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x104 |+ Scan (20.518-20.587 min, 13 Scans) TOX21_400071_TMS 2.D Subtract

. 300.9

5]
1.5

s 141.9
0.5 59.0 106.9 176.9 220.9 331.9
20459708 Jﬂ L IRELI || 2419 2729 ”|

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (21.021-21.108 min, 16 Scans) TOX21_400071_TMS 2.D Subtract

6 313.3
5 75.0

43.1 103.0

291
0 ‘... .‘|I| ..|.| ‘ ||| [, . 1431 1711 2131 2412 269.2 2973L

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename

TOX21_400071_TMS 3.D

Sample Name

NCGC Tox21_400071 from H15 SP109722

Position -73 Instrument Name 5975C_MR
User Name Kirill Acq Method C1_28-0_2_520_mt384_sndv.M
User Chromatograms
x10 6 |+ TIC Scan TOX21_400071_TMS 3.D
21.048 1
1.4
1.2
14
0.8
0.6
0.4+
0.2+
0 9.401 11.796
8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)
x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
21.043
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L, 9399
0
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.378-7.418 min, 8 Scans) TOX21_400071_TMS 3.D Subtract
3.5
3,
2.5
2,
1.5
1,
0.5
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2.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x102 |+ Scan (7.418-7.476 min, 11 Scans) TOX21_400071_TMS 3.D Subtract

5] 77.0
64.0 170.0
41 120.0
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2 27.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.476-7.574 min, 18 Scans) TOX21_400071_TMS 3.D Subtract
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

10 3 |+ Scan (7.760-7.835 min, 14 Scans) TOX21_400071_TMS 3.D Subtract
1.2 75.0
1,
0.8
0.6

0.4-
120.0
0.2 45.0 105.0 172.1

59.0
18'9 27\:1“ ‘\\‘ ‘\ pl, ‘\‘H Al " 91"0 A ‘ 1‘12'9 ‘ L 14‘3.0 J‘ \ |

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

129.0 157.1

0

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (7.939-8.066 min, 23 Scans) TOX21_400071_TMS 3.D Subtract
2.5 61.0

2]
1.5

T 73.0

0.5 450 100.0

0 27.0 )y 86.0 || 120.0 . 16?-0 198.0 216.0

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

149.0

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (8.575-8.656 min, 15 Scans) TOX21_400071_TMS 3.D Subtract

iy 75.0
0.8
0.6 127.0 155.1

170.0
0.4
45.0
0.2 142.0
339 ,,|50.0 >0 850 990 1110
0 . - 1 |‘,||| |‘|||jl|‘|| |||l||. I 1 i 1y 1 ‘I

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

«10 3 |+ Scan (9.310-9.380 min, 13 Scans) TOX21_400071_TMS 3.D Subtract
1.75
1.51
1.25
1,
0.751
0.5
0.25 1
0-

73.0

105.0

163.0
45.0

0 119.9 134.9
I

57.9
) 79.9 91 150.0
AT NI VSN (s | TR I )

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Counts vs. Mass-to-Charge (m/z)

15.0 27.0
|

Spectrum Source
Peak (8) in "+ TIC Scan"

x102 |+ Scan (9.380-9.461 min, 15 Scans) TOX21_400071_TMS 3.D Subtract

7 75.0 103.0

51 187.1

45.0 579

14 30.9 89.0 163.0
0 L JI‘||I|| I:||

| m ”M|¢ |qu|‘“|JJ Sl 120.0 135.1 147 1 | |
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 3 |+ Scan (11.769-11.839 min, 13 Scans) TOX21_400071_TMS 3.D Subtract

14l 61.0

1.2

1
0.8+
0.6

0.4+
42.0 185.0

2]
00 269 |, 5% 880 126.0 7e |

20 40 60 80 100 120 140 160 180 200 220
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x104 |+ Scan (20.512-20.581 min, 13 Scans) TOX21_400071_TMS 3.D Subtract
300.9
4
3,
2 141.9
331.9
220.9
& 59.0 102.0 176.9
0 15|-‘I | 46.9 710| 949 L].N 1 I HH192'9H Ll H\ 24‘\].9 27||2.9 ||
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (11) in "+ TIC Scan"

x10 4 |+ Scan (21.015-21.108 min, 17 Scans) TOX21_400071_TMS 3.D Subtract

0 ‘ ‘ ‘ ‘

120 140 160 180 200 220 240 26
Counts vs. Mass-to-Charge (m/z)

20 40 60 80 100

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400071_TMS 4.D Sample Name NCGC Tox21_400071 from B10 SP109738
Position 34 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

x10 6
1.2

0.8+
0.6
0.4+
0.2+

+ TIC Scan TOX21_400071_TMS 4.D

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 6

0.8+
0.6
0.4+

0.2

GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
21.044

I 1

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.268-7.308 min, 8 Scans) TOX21_400071_TMS 4.D Subtract

79.0
1.5

1.25’ 63-0
14 94.0

0.751
0.5

0.25 45.0
. o ‘ | 115.9 149.0 17?-0 189.1 2212 2422
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 3 |+ Scan (7.383-7.447 min, 12 Scans) TOX21_400071_TMS 4.D Subtract
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x102 |+ Scan (7.447-7.482 min, 7 Scans) TOX21_400071_TMS 4.D Subtract
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N I AT R TR | ‘ > J -

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4
3,
2.51
2,
1.5
1
0.5

+ Scan (7.505-7.603 min, 18 Scans) TOX21_400071_TMS 4.D Subtract

45.0

28.0 ‘ 56.
1 1L,
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M
1l
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860 270 1140

126.0

173.1
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20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

’149

+ Scan (7.760-7.812 min, 10 Scans) TOX21_400071_TMS 4.D Subtract

45.0

33.9 |‘509
|
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i I ||| Il
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1
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70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 4 + Scan (7.950-8.066 min, 21 Scans) TOX21_400071_TMS 4.D Subtract
61.0

251

2,

151

1,

73.1

0.5 45.0 100.1 149.1

o 270 | ] |, 1200 | 169.1 198.1 216.1

20 40 60 80 100 120 140 160 180 200 220 240

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 3 |+ Scan (8.587-8.674 min, 16 Scans) TOX21_400071_TMS 4.D Subtract
1.2 75.0
14
0.8
155.1 170.1
0.6
127.0

0.4 45.0
0.2 39.0 59.0 142.1

“115.1 85.0 990 188.1

- 270. |“I|I.|l|||||| ||.||JI| | L, 11‘1'1 ‘ .|‘ | PRI ‘| ‘ |‘
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x102 |+ Scan (9.322-9.380 min, 11 Scans) TOX21_400071_TMS 4.D Subtract
| 73.0
5,
4] 105.0
3,
2,
45.0 T 163.0
14 I 119.0 :
53.9 |‘ 5819 91.0 | 1470 1169 9 1880

0 |.|‘ I|‘|I|. ‘||||||‘I ||||‘||I1 I‘..||||||‘| |‘| ll | |

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x104 |+ Scan (20.518-20.587 min, 13 Scans) TOX21_400071_TMS 4.D Subtract

25 301.0

2,
1.54

1 142.0

107.0 2210 332.0
0.54 59.0 177.0
29.0 455 | 71.0 950 L 164.9 || 192.9 || 241 9 272-9 ||
0 | ‘ , | ' ‘ T I vl ‘ - l R [Ii» R i
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x10 4 |+ Scan (21.015-21.114 min, 18 Scans) TOX21_400071_TMS 4.D Subtract

/N

0 ‘ ‘ ‘

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400071_TMS 5.D Sample Name NCGC Tox21_400071 from B10 SP109778
Position 34 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400071_TMS 5.D

0.8
0.6
0.4

0.2+

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
74 21.430

2,
Ly 9670 12.110

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 3
14

0.8
0.6
0.4+

0.2+

0

+ Scan (7.673-7.713 min, 8 Scans) TOX21_400071_TMS 5.D Subtract

430

16.0 30.0

77.0
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‘ 9O9J‘

170.0

120.0

142.9
L | 1880

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 4
5,

+ Scan (7.725-7.823 min, 18 Scans) TOX21_400071_TMS 5.D Subtract

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (7.985-8.101 min, 21 Scans) TOX21_400071_TMS 5.D Subtract

11 126.0

0.8
69.0
06 141.0
78.0
0.4
28.0
0.2 43.0 57.0 555 114.0
17.0 ‘ "y | 155.0 169.9  191.9
0 . 1 H‘\\ | ‘J\ ‘AM‘ | 4 Ll L \‘ L . . .
20 40 60 80 100 120 140 160 180 200 220

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

410 4 |+ Scan (8.274-8.384 min, 20 Scans) TOX21_400071_TMS 5.D Subtract
61.0

4,

3,

2,

73.0
1’ 45.0 100.0 149.0
0 270 . | ;8.9 || 1200 169.0 198.0 216.0
20 40 60 80 100 120 140 160 180 200 220 240

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (8.923-8.992 min, 13 Scans) TOX21_400071_TMS 5.D Subtract
1
0.8
127.0 155.0 170.1

0.6

0.41 45.0

0.2+ 142 .1
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (9.623-9.727 min, 19 Scans) TOX21_400071_TMS 5.D Subtract

1.4 73.0
1.2
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0.8-
0.6-

4 163.0
0.4 45.0 58.0
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I 1 ]
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 3 |+ Scan (12.082-12.174 min, 17 Scans) TOX21_400071_TMS 5.D Subtract
4 61.0
34
2
14
42.0 69.0 185.0
: 87.9

8 S O N | S . S N S—

20 40 60 80 100 120 140 160 180 200 220

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (12.678-12.753 min, 14 Scans) TOX21_400071_TMS 5.D Subtract

1.4 104.0
1.2

1,
0.8+
0.6+
0.4
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0.2
18.0 34|-9 ||

o |I | 77.9 ‘ . 126.0 146.9 170.0

al PR |
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Counts vs. Mass-to-Charge (m/z)

L

Spectrum Source
Peak (9) in "+ TIC Scan"

%10 4 |+ Scan (20.882-20.952 min, 13 Scans) TOX21_400071_TMS 5.D Subtract
251 300.9
2,
1.5-
1] 141.9
106.9 220.9 331.9
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290 459 | 71.9 949 L 164.9 | 1929 H 2419 2729 ”l
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20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x10 4 |+ Scan (21.403-21.478 min, 14 Scans) TOX21_400071_TMS 5.D Subtract

7.

0 ‘ ‘ ‘

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Data Filename  TOX21_400071_TMS 6.D Sample Name NCGC Tox21_400071 from H15 SP109798
Position -73 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

«10 5 |+ TIC Scan TOX21_400071_TMS 6.D
21.414 1

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
6 21.407

L

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.528-7.557 min, 6 Scans) TOX21_400071_TMS 6.D Subtract
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Spectrum Source
Peak (2) in "+ TIC Scan"
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Spectrum Source
Peak (3) in "+ TIC Scan"
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

410 4 |+ Scan (7.719-7.794 min, 14 Scans) TOX21_400071_TMS 6.D Subtract
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Spectrum Source
Peak (5) in "+ TIC Scan"
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 4 |+ Scan (21.380-21.461 min, 15 Scans) TOX21_400071_TMS 6.D Subtract
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